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Computational Details Table S1 . Absolute (a.u.) and relative (kcal/mol, to isolated molecules and A or B for Figure 3 or Figure 4 , respectively) energies of all B3LYP-D3 calculated structures using def2-SVP (DZ) basis set and solvent PCM (2-propanol) for geometry optimization and Gibbs free energy corrections at standard conditions. Basis set corrections using the def2-TZVP (TZ) Figure S1 . DFT calculated Gibbs free energy profile (relative to A and isolated molecules, in kcal/mol) for the stepwise and concerted transfer hydrogenation of ketones by 2-propanol catalyzed by 2 without decoordination of cod from the metallic complex. 
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